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(a) Run 2 (b) Run 3
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(c) Run 4 (d) Run 5

Figure 1: Comparison of the fraction of native contacts for the other four trajectories
starting from different initial configurations (total five trajectories, with Run 1 shown in
the manuscript). Run 2 and Run 3 have finished the entire 1 microsecond simulation as
Run 1, while Run 4 and Run 5 only finish 500ns each (they seem to be long enough though
to show the difference we are interested here). All trajectories show a faster loss of native
contacts in the mutant, with a smaller fraction of native contacts at the end. Here, a native
contact is defined as a pair of residues i and i + n (non-nearest and non-second-nearest,
n ≥ 3), where the distance between their backbone Cα carbons are closer than 6.5Å.

2


